Qualitative Analysis Report

Data Filename  TOX21_400053_TMS 1.D Sample Name NCGC Tox21_400053 from C20 SP109715
Position 68 Instrument Name 5975C_MR
User Name Kirill Acq Method B1_28-0_2_520_mt384_sndv.M

User Chromatograms
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x10 4 |+ Scan (7.447-7.528 min, 15 Scans) TOX21_400053_TMS 1.D Subtract
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Spectrum Source
Peak (2) in "+ TIC Scan"

x10 4 |+ Scan (7.927-8.078 min, 27 Scans) TOX21_400053_TMS 1.D Subtract
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Spectrum Source
Peak (3) in "+ TIC Scan"

x10 4 |+ Scan (14.303-14.419 min, 21 Scans) TOX21_400053_TMS 1.D Subtract
1.75- 161.0
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Qualitative Analysis Report

Data Filename  TOX21_400053_TMS 2.D Sample Name

Position -6 Instrument Name 5975C_MR

User Name Kirill Acq Method

User Chromatograms

NCGC Tox21_400053 from K10 SP109717

C1_28-0_2_520_mt384_sndv.M

10 6 |+ TIC Scan TOX21_400053_TMS 2.D
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x10 2
5,

+ Scan (7.389-7.459 min, 13 Scans) TOX21_400053_TMS 2.D Subtract
63.0

78.0
45.0

49.9
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26.0 ‘
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (2) in "+ TIC Scan"

x10 4
3,

2.5
2]
1.5+
14
0.5

0

+ Scan (7.482-7.586 min, 19 Scans) TOX21_400053_TMS 2.D Subtract
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (3) in "+ TIC Scan"

x10 4
2,
1.5
14

0.5

0

+ Scan (7.950-8.066 min, 21 Scans) TOX21_400053_TMS 2.D Subtract
61.0

73.0

149.0
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Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

10 3 |+ Scan (9.310-9.408 min, 18 Scans) TOX21_400053_TMS 2.D Subtract
11 73.0
0.8
105.0
061
0.41 163.0

0.21 45.0
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18.0 28.0 || | |, 880 119.9 | 1471
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (5) in "+ TIC Scan"

x10 4 |+ Scan (14.309-14.419 min, 20 Scans) TOX21_400053_TMS 2.D Subtract

5 161.0
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Counts vs. Mass-to-Charge (m/z)

0+

Spectrum Source
Peak (6) in "+ TIC Scan"

«10 4 |+ Scan (21.027-21.102 min, 14 Scans) TOX21_400053_TMS 2.D Subtract
8. 3133
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--- End Of Report ---
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Qualitative Analysis Report

Data Filename  TOX21_400053_TMS 3.D Sample Name NCGC Tox21_400053 from I11 SP109722
Position -53 Instrument Name 5975C_MR
User Name Kirill Acq Method C1_28-0_2_520_mt384_sndv.M

User Chromatograms

10 6 |+ TIC Scan TOX21_400053_TMS 3.D
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Counts vs. Acquisition Time (min)
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Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x103 |+ Scan (7.378-7.470 min, 17 Scans) TOX21_400053_TMS 3.D Subtract
2.5 147.0
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0.5 29.0 47 0 ‘ 78.0 92.0 1030
33.9 | | | | 132.9 191.1
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (2) in "+ TIC Scan"

x10 4 |+ Scan (7.476-7.568 min, 17 Scans) TOX21_400053_TMS 3.D Subtract
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (3) in "+ TIC Scan"

x103 |+ Scan (7.748-7.823 min, 14 Scans) TOX21_400053_TMS 3.D Subtract

75.0
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

410 4 |+ Scan (7.939-8.078 min, 25 Scans) TOX21_400053_TMS 3.D Subtract
2.5]
2,
151
14
0.5]

o 0.
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (5) in "+ TIC Scan"

x103 |+ Scan (8.575-8.639 min, 12 Scans) TOX21_400053_TMS 3.D Subtract

75.0
14
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (6) in "+ TIC Scan"

x10 3 |+ Scan (9.304-9.339 min, 7 Scans) TOX21_400053_TMS 3.D Subtract
1
0.8+
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0.4

0.2

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (7) in "+ TIC Scan"

410 2 |+ Scan (9.339-9.379 min, 8 Scans) TOX21_400053 TMS 3.D Subtract

2] 163.0

105.0
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (8) in "+ TIC Scan"

x103 |+ Scan (9.379-9.443 min, 12 Scans) TOX21_400053_TMS 3.D Subtract
250 103.0
0.8 :
0.6 187.1
0.4
41.0 i
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18.0 | : 120.0
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (9) in "+ TIC Scan"

x10 3
2,

1.75 |
1.5
1.25 |
1
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0.5 |

0.25 42.0

+ Scan (11.763-11.827 min, 12 Scans) TOX21_400053_TMS 3.D Subtract

61.0
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Qualitative Analysis Report

Spectrum Source
Peak (10) in "+ TIC Scan"

x104 |+ Scan (14.298-14.407 min, 20 Scans) TOX21_400053_TMS 3.D Subtract
| 161.0

76.0 104.0
117.0

50.0

L 132.0

0.5 66.0

oL 28030 | | [l 00 Il eo |

20 30 40 50 60 70 8 90 100 110 120 130 140 150 160
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (11) in "+ TIC Scan"

x10 4 |+ Scan (21.015-21.108 min, 17 Scans) TOX21_400053_TMS 3.D Subtract
74 313.3

75.0

34
431 103.1

14

0 29|-1 |||| I‘I‘Ill |I||| |||I|||| I||I|| ||| 1I2|9-1 1711 213-2 241-2 271.1 297-3 I

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Counts vs. Mass-to-Charge (m/z)

--- End Of Report ---
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Qualitative Analysis Report

Data Filename  TOX21_400053_TMS 4.D Sample Name NCGC Tox21_400053 from D18 SP109738
Position 90 Instrument Name 5975C_MR
User Name Long Acq Method C1_28-0_2_520_mt384_sndv.M

User Chromatograms

10 6 |+ TIC Scan TOX21_400053_TMS 4.D
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0.2 ‘ ‘i
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Counts vs. Acquisition Time (min)

x10 6 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
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Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"
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Peak (2) in "+ TIC Scan"

x10 3
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Spectrum Source
Peak (3) in "+ TIC Scan"
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

x10 2 |+ Scan (7.765-7.823 min, 11 Scans) TOX21_400053_TMS 4.D Subtract
81 75.0

5 129.0
157.1

59.0 120.0
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|
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Counts vs. Mass-to-Charge (m/z)

14 31.0

Spectrum Source
Peak (5) in "+ TIC Scan"

x10 4 |+ Scan (7.945-8.055 min, 20 Scans) TOX21_400053_TMS 4.D Subtract

2
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14
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (6) in "+ TIC Scan"

x10 3 |+ Scan (8.587-8.685 min, 18 Scans) TOX21_400053_TMS 4.D Subtract
75.0
1
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Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (7) in "+ TIC Scan"

x10 2

21 45.0
oE ]
c il

0 |I‘

+ Scan (9.316-9.420 min, 19 Scans) TOX21_400053_TMS 4.D Subtract
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|| | 38.0 119.0 0 4470 169.9 1882
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (8) in "+ TIC Scan"

x104 |+ Scan (14.303-14.402 min, 18 Scans) TOX21_400053_TMS 4.D Subtract
161.1
2,
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05 [l 132.1
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0l150 280 3%0 A |||. 900 | AL h 1470 || 188.2
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (9) in "+ TIC Scan"

410 4 |+ Scan (21.015-21.108 min, 17 Scans) TOX21_400053_TMS 4.D Subtract
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--- End Of Report ---

Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Data Filename  TOX21_400053_TMS 5.D Sample Name

Position 90 Instrument Name 5975C_MR

User Name Long Acq Method

User Chromatograms

NCGC Tox21_400053 from D18 SP109778

C1_28-0_2_520_mt384_sndv.M

10 5 |+ TIC Scan TOX21_400053_TMS 5.D

4 14.650
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|

8 9 10 11 12 13 14 15
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Counts vs. Acquisition Time (min)

x10 5 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
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Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x10 2 + Scan (7.603-7.684 min, 15 Scans) TOX21_400053_TMS 5.D Subtract
4l 63.9
3,
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1 510 221.0
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (3) in "+ TIC Scan"
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

«10 4 |+ Scan (8.268-8.378 min, 20 Scans) TOX21_400053_TMS 5.D Subtract
4,
3.5
3,
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (5) in "+ TIC Scan"

x103 |+ Scan (8.916-9.009 min, 17 Scans) TOX21_400053_TMS 5.D Subtract
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (6) in "+ TIC Scan"

x10 3 |+ Scan (9.611-9.715 min, 19 Scans) TOX21_400053_TMS 5.D Subtract
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Qualitative Analysis Report

Spectrum Source
Peak (7) in "+ TIC Scan"

x10 3 |+ Scan (12.076-12.168 min, 17 Scans) TOX21_400053_TMS 5.D Subtract
4. 61.0
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2,
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (8) in "+ TIC Scan"

x10 4 |+ Scan (14.616-14.691 min, 14 Scans) TOX21_400053_TMS 5.D Subtract
2.5 161.0
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Counts vs. Mass-to-Charge (m/z)

0

Spectrum Source
Peak (9) in "+ TIC Scan"

x104 |+ Scan (21.403-21.478 min, 14 Scans) TOX21_400053_TMS 5.D Subtract
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Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Data Filename  TOX21_400053_TMS 6.D Sample Name NCGC Tox21_400053 from I11 SP109798
Position -53 Instrument Name 5975C_MR
User Name Long Acq Method C1_28-0_2_520_mt384_sndv.M

User Chromatograms

«10 5 |+ TIC Scan TOX21_400053_TMS 6.D
21.416 1

14.637

12.101

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Counts vs. Acquisition Time (min)

x10 5 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
6 21.413
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|t )

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x103 |+ Scan (7.528-7.546 min, 4 Scans) TOX21_400053_TMS 6.D Subtract
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Spectrum Source
Peak (2) in "+ TIC Scan"

x10 2 |+ Scan (7.546-7.563 min, 4 Scans) TOX21_400053_TMS 6.D Subtract
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

«10 2 |+ Scan (7.580-7.603 min, 5 Scans) TOX21_400053_TMS 6.D Subtract
| 63.0
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Spectrum Source
Peak (5) in "+ TIC Scan"

x103 |+ Scan (7.638-7.725 min, 16 Scans) TOX21_400053_TMS 6.D Subtract
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Spectrum Source
Peak (6) in "+ TIC Scan"

x104 |+ Scan (7.725-7.800 min, 14 Scans) TOX21_400053_TMS 6.D Subtract
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Qualitative Analysis Report

Spectrum Source
Peak (7) in "+ TIC Scan"

x10 4 |+ Scan (8.251-8.350 min, 18 Scans) TOX21_400053_TMS 6.D Subtract
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Spectrum Source
Peak (8) in "+ TIC Scan"

x103 |+ Scan (12.064-12.145 min, 15 Scans) TOX21_400053_TMS 6.D Subtract
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Spectrum Source
Peak (9) in "+ TIC Scan"

x10 4 |+ Scan (14.599-14.680 min, 15 Scans) TOX21_400053_TMS 6.D Subtract
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Qualitative Analysis Report

Spectrum Source
Peak (10) in "+ TIC Scan"

10 4 |+ Scan (21.386-21.467 min, 15 Scans) TOX21_400053_TMS 6.D Subtract
4 75.0
313.3
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--- End Of Report ---
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